Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.008 Å; R factor = 0.053; wR factor = 0.125; data-to-parameter ratio = 19.9.
The title compound, C 21 H 33 BrO 3 , an intermediate in the synthesis of the neuromuscular blocking agent rocuronium bromide, contains two independent molecules in the asymmetric unit, which have almost identical geometries: in both molecules, the steroidal rings A, B and C have slightly flattened chair conformations and ring D assumes a half-chair conformation. In the crystal, O-HÁ Á ÁO hydrogen bonds and weak C-HÁ Á ÁO and C-HÁ Á ÁBr interactions help to establish the packing.
Related literature
For further information on rocuronium bromide, see: Tuba et al. (2002); Auer (2007) . For the synthesis, see: Fajkos & Sanda (1962) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . 16 -Bromo-17 -hydroxy-5 -androstan-3 -yl acetate R. Shi, C.-S. Zhang and K. Wei
Comment
As part of our ongoing investigation of the synthese of rocuronium bromide which is a new neuromuscular blocking agent (Tuba et al., 2002; Auer, 2007) , the title compound was obtained as an intermediate.
The title compound, C 21 H 33 BrO 3 , crystallizes in a monoclinic unit cell. The molecular structure is shown in Fig. 1 ., which contains two crystallographically independent molecules in the asymmetric unit which have almost identical geometry.
Rings A, B and C have chair conformations which are slightly flattened and D ring assumes a half-chair conformation in both molecules.
Cohesion of the crystals can be attributed to van der Waals and weak molecular O-H···O interactions (Table 1) .
Experimental
The title compound was synthesized according to the procedure of Fajkos et al. (1962) . Colourless prisms of (I) were obtained from a mixture of ethyl acetate and petroleum ether by slow evaporation at room temperature.
Refinement
Methyl H atoms were placed in calculated positions with C-H = 0.96Å and the torsion angle was refined to fit the electron density; U iso (H) = 1.5U eq (C). Other H atoms were placed in calculated positions with C-H = 0.97-0.98 Å and O-H = 0.82 Å, and refined in riding mode; U iso (H) = 1.2U eq (C, O).
Figures Fig. 1 . The molecular structure of (I) showing 30% probability displacement ellipsoids.
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